LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG101717\

Data File : BG029305.D

Aca On : 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08 e
Misc : e
ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA G\METHODS\8270-BG101617.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.245 327 333 345 rBV 243536 384941 8.88% 1.534%
2 5.721 405 414 424 rBV 867026 1388421 32.02% 5.533%
3 7.319 677 686 700 rBV 946189 1765295 40.72% 7.035%
4 7.701 743 751 769 rVB 928854 1613373 37.21% 6.429%
5 8.171 823 831 838 rBV 242227 420581 9.70% 1.676%

8.494 878 886 895 rBV 708780 1230887 28.39% 4._.905%
9.334 1021 1029 1042 rBV 613251 1080821 24.93% 4_.307%
10.985 1302 1310 1320 rBV 376812 690875 15.94% 2.753%
12.284 1524 1531 1539 rBV 94024 154252 3.56% 0.615%
13.412 1715 1723 1733 rBV 1845356 2897125 66.82% 11.545%

=
QO ~NO®

11 14.229 1855 1862 1869 rBV 317687 469173 10.82% 1.870%
12 14.787 1950 1957 1966 rVB2 637816 1034941 23.87% 4.124%
13 16.132 2179 2186 2192 rBV 593932 854922 19.72% 3.407%
14 16.267 2202 2209 2222 rBV 1315101 2011023 46.39% 8.014%
15 17.525 2417 2423 2431 rVB2 849610 1278419 29.49% 5.094%

16 20.116 2858 2864 2873 rBV 3334641 4335487 100.00% 17.276%
17 21.414 3081 3085 3097 rBV2 82670 152368 3.51% 0.607%
18 21.796 3143 3150 3158 rBV 892598 1484141 34.23% 5.914%
19 22.777 3301 3317 3326 rBV 76152 391098 9.02% 1.558%
20 25.104 3702 3713 3733 rBV2 429846 1456616 33.60% 5.804%

Sum of corrected areas: 25094759
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101717\
Data File : BG029305.D

Aca On 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG029305.D

3000000
2500000
2000000
1500000

1000000 572 7.32 7.70
8.49

500000 10.99
5.24 8.17
12.28

S RSSRMRSL| SSSM | MSSHSRNSLSMRSSTESMELISMEAS A LA NS L RS S 1 N, S S

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG029305.D

20.12
3000000

2500000
2000000{ 1341

1500000 16.27

1000000 17.52 21.80
14.79 16.

500000 14.23

21.41 22.7
A

L0 L LALINE 0 e L e e  B B BB B

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG029305.D

3000000
2500000
2000000
1500000
1000000

500000 25.10

O I REERE RN e e  REREEE S s o EARBRARSEEEEREEEES S s

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101717\
Data File : BG029305.D

Aca On : 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.24 18.31 ng 384941 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 332 (5.239 min): BG029305.D (-327) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RS L U
| 711 830 | 5.00 5.20 5.40 5.60
vt S — m/z 59.00 54.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I R I I
59.0 500 520 540 5.60
m/z 101.00 17.32%
31.0 101.0
"W”'W'W”“““””'P'“I””I”'E%QW'”Wh”'P”'P'”P'“I””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
" 500 520 540 5.60
5000 41.0 m/z 58.00 14.66%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R R e R
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.67%
5000
101.0
150 310 | 89490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101717\
Data File : BG029305.D

Aca On : 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.70 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.70 76.72 ng 1613370 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 751 (7.701 min): BG029305.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 50 || o %10 "7 7k 780 5ho
e Horp el £80 L1080 W~ m/z 68.00 41.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL R UL L
7.40 7.60 7.80 8.00
310 510 m/z 134.00 33.04%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.65%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e )
132.0 7.40 7.60 7.80 8.00
m/z 69.00 15.96%
5000
33.0 44.0 00 105.0
miz--> T % e'o 588 18 1o 130 1o 1o 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101717\
Data File : BG029305.D

Aca On : 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Hydroxy-iso-butyrophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.28 4_47 ng 154252 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 74
2 Guanidine 59 CH5N3 000113-00-8 7
3 Formamide. N-methvl- 59 C2H5NO 000123-39-7 5
4 Acetamide 59 C2H5NO 000060-35-5 5
5 3-Methyl-6-ethyl--2,4-dioxadecane 188 C11H2402 1000334-83-2 4
Abundance Scan 1530 (12.278 min): BG029305.D (-1524) (-) m/z 59.00 100.00%
54.0
5000
77.0 105.0
430 112,00 12.20 12.40 12,60
..,....,....,....-,'.|...;L...;....,...!,...9.,1:9..,..!.,..1.1.9,'.1...,....,....,.... m/z 105.00 28.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 U SRS NN BN SUNRE
12.00 12.20 12.40 12.60
43.0 77.0 105.0 m/z 77.00 28.19%
310 *
"P"W'”'I”"“L'Wt'”i'”'P"W'”Q%Q”I'M'P'}ﬁ¥9'P"W'4ﬁ%9"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
430 590
112,00 12.20 12.40 12,60
5000 m/z 43.00 17.56%
28.0
mmwmwmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #245: Formamide, N-methyl-
54.0 12.00 12.20 12.40 12.60
m/z 51.00 16.12%
30.0
5000
120 )| a0 | . ,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101717\
Data File : BG029305.D

Aca On : 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.13 16.52 ng 854922 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Methanone. phenvl-2-pvridinvl- 183 C12H9NO 000091-02-1 64
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
4 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 46
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 43
Abundance Scan 2186 (16.132 min): BG029305.D (-2179) (-) m/z 105.00 100.00%
106.0
7.0 182.0
5000
51.0 I B U
152.0 15.80 16.00 16.20 16.40
Qe (1260 TR 1660 m/z 77.00 65.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
77.0 182.0
5000 RN NN SUNLA SRR
15.80 16.00 16.20 16.40
51.0 m/z 182.00 59.55%
27.0 | 1! 126.0 152.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77.0 105.0 155.0
183.0 RN NN SUNRA BUURRE
15.80 16.00 16.20 16.40
5000 m/z 51.00 26 .65%
51.0
27.0 91.0 127.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27532: Acetophenone, 2-chloro- B e B
105.0 15.80 16.00 16.20 16.40
m/z 181.00 10.57%
77.0
5000
51.0
140 370 ) 90 950 1m40
m/z--> 20 40 60 80 100 120 140 160 180 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101717\
Data File : BG029305.D

Aca On : 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Cyclotridecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.41 2.05 ng 152368 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotridecane 182 C13H26 000295-02-3 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91

Abundance . Scan 3084 (21.408 min): BG029305.D (-3081) (-) m/z 57.00 100.00%
97.0
5000
| 1251 1770 507 239 g 2100 217 2140 2160 210
Pl o m/z 43.05 95.16%
m/z--> 50 100 150 200 250 300 350
Abundance #47268: Cyclotridecane
41.0
69.0
5000 97.0 21,00 21.20 21.40 21.60 21.80
1950 m/z 55.05 89.32%
, ,\\, \ .‘-“-‘ il J‘ L e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 21,00 21.20 21.40 21.60 21.80
5000 m/z 83.00 88.46%
29.0 125.0
154.0 196.0224.0 269.0 320.0
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57.0 21.00 21.20 21.40 21.60 21.80
m/z 97.05 77.63%
97.0
5000
29.0
‘ ’ Pzao
|1 | Iy | 153018202100 25202800
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101717\
Data File : BG029305.D

Aca On : 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown22.78 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.78 5.27 ng 391098 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sesauirosefuran 218 C15H220 039007-93-7 44
2 1-Formvl-2.2-dimethvl-3-cis-(2-m... 220 C15H240 1000144-10-0 42
3 2(1H)-Naphthalenone. 5-12-(3-fur... 302 C20H3002 059742-40-4 41
4 Androstan-3.17-dione. 9.l1ll-epoxv- 302 C19H2603 1000128-33-8 38
5 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 38
Abundance Scan 3317 (22.777 min): BG029305.D (-3301) (-) m/z 69.05 100.00%
64.0
2000 . \\/\M/\\,\A’v

355.0 426.3 22. 40 22. 60 22. 80 23. 00
m/z 95.00 93.68%

m/z--> 50 100 150 200 250 300 350 400
Abundance #75886: Sesquirosefuran
69.0 1230

5000 IIIIIIIIIIIIIIIIIIII
218 0 22.40 22.60 22.80 23.00
‘ ]750 m/z 109.00 74 .93%
L L N N ——
m/z--> 50 200 250 300 350 400
Abundance
69.0
22.40 22.60 22.80 23.00
5000 m/z 55.00 71.94%
109.0
205.0
164.0
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #146608: 2(1H)-Naphthalenone, 5-[2-(3-furanyl)ethyl]octahy... A RRmas mEa e S
95.0 22.40 22.60 22.80 23.00
41.0 m/z 123.10 70.05%
5000 802.0
37.0 208.0
b e | o
m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG101717\
Data File : BG029305.D

Acq On : 17 Oct 2017 17:33

Operator : SJ/JU

Sample : 15794-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.24 18.3 ng 384941 1 8.17 420581 20.0
unknown?7 .70 7.70 76.7 ng 1613370 1 8.17 420581 20.0
2-Hydroxy-iso-but... 12.28 4.5 ng 154252 2 10.99 690875 20.0
Benzophenone 16.13 16.5 ng 854922 3 14.79 1034940 20.0
Cyclotridecane 21.41 2.0 ng 152368 5 21.80 1484140 20.0
unknown22 .78 22.78 5.3 ng 391098 5 21.80 1484140 20.0
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